In the left column are distances reporting the degree of formation of the TRP zip motif. In the N state, i.e., when Q = 4, those distances reach a minimum. In the I state (Q = 2) the most populated distance is larger than in the N state apart from the distance between TRP4 and TRP9, where only the disappearance of a low distance rotamer is observed. In the right column, distances between selected atoms of TRP side chains on the same strands are reported. In this case, the I state is characterised by a distance smaller than in the N state. This is especially true for the TRP9-TRP11 distance while in the case of the TRP2-TRP4 distance, also a small population for a rotamer with a larger distance than in N is observed. The D state (Q = 0) is characterised by a very broad distribution of distances, that, in the case of the inter-strand distances spans values much larger than those spanned in the I and in the N state. Taken together, these data indicate the disruption of the zip motif in the transition from the N to I state in favour of a less ordered hydrophobic cluster, that eventually melts completely in the D state. In the boxes below the first one, the distances between selected atoms of the TRP side chains are reported. It can be noted that, when multiple peaks in any TRP distance distribution for a given number of contacts are observed in Fig. 13 in Supplementary Material, the exchange rate between these two conformation is much faster than the rate of formation/disruption of the backbone hydrogen bonds, that is directly related to changes of state of the peptide. 
